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Peptide synthesis
The peptide NH 2 -GQ(PHGGGWGQ) 4 GG-COOH was synthesized on TentaGel R RAM resin (loading capacity of 0.2 mmol/g; Rapp Polymere, Germany) using a Microwave Liberty Blue (CEM) peptide synthesizer. The peptide standard Fmoc/tBu amino acid chemistry was used.
The cleavage of the peptide from the resin with the simultaneous deprotection of the amino acids side chains was accomplished using a cleavage cocktail consisting of 88% trifluoroacetic acid (TFA), 5% water, 5% phenol and 2% triethylsilane (v/v/m/v) under neutral (argon) atmosphere and in the dark. Crude peptide was precipitated using cold diethyl ether, centrifuged and lyophilized. The compound was next purified to at least 98% purity by means of reversed-phase high-performance liquid chromatography (RP-HPLC) using a Luna The low resolution model was proposed on the basis of ten independent DAMMIF 1 models, which were compared and superimposed by the program SUPCOMB 2 , averaged by DAMAVER 3 and refined in DAMMIN 4 . Independent modelling of PrP 58-93 peptide as an ensemble of atomic models was performed using the Ensemble Optimization Method (EOM) 5 . 
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Figure S10. Superposition of total space molecular envelope calculated in DAMAVER and models generated in EOM for PrP (58-93) peptide. Green and blue ribbons corresponds to a compact and extended extended conformation respectively.
